Verifying the proteins that are targeted by compounds of natural herbs will help select natural herb-based drug candidates. However, this entails a great deal of effort to clarify the interaction throughout in vitro or in vivo experiments. In this light, in silico prediction of the interactions between compounds and target proteins can help ease the efforts.
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EXTENDED ABSTRACT
Verifying the proteins that are targeted by compounds of natural herbs will help select natural herb-based drug candidates. However, this entails a great deal of effort to clarify the interaction throughout in vitro or in vivo experiments. In this light, in silico prediction of the interactions between compounds and target proteins can help ease the efforts.
In this study, data related to compounds, target proteins, and interactions between them are taken from DrugBank [1] . Then we characterized six classes of compound-target interaction networks in humans including G-protein-coupled receptors (GPCRs), ion channel, enzymes, receptors, transporters, and other proteins. We then calculated the structural similarity matrix between compounds, -as well as the protein sequence similarity matrix between target proteins, and established drugtarget interaction. Also, classification-prediction models that predict the interactions between compounds and target proteins through a machine leaning method were constructed using these matrices. As a result, AUC values of six classes are 0.94, 0.93, 0.90, 0.89, 0.91, and 0.76 respectively. Finally, the interactions of compounds from natural products were predicted using the constructed classification models.
